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This talk presents the artificial intelligence (AI) and machine learning (ML) tools employed at 
AstraZeneca to facilitate chemical synthesis and library design. Specifically, it will describe 
tools that enable the prediction of reaction feasibility and suggest initial conditions tailored for 
parallel synthesis settings. Additionally, an approach that incorporates AI-driven library design, 
informed by chemical synthesis expertise, will be described. 

 

 

 

 


